Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.005 Å; R factor = 0.043; wR factor = 0.110; data-to-parameter ratio = 16.5.
In the title compound, C 14 H 11 BrN 4 , the fused benzene and pyrimidine rings are nearly coplanar, making dihedral angles of 1.26 (14) and 3.53 (15) in the two independent molecules. In the crystal structure, -stacking interactions [centroidcentroid distances = 3.4736 (19) 
Data collection
Rigaku Saturn CCD area-detector diffractometer Absorption correction: multi-scan [SADABS (Sheldrick, 1996) using a modified Dwiggins (1975) Table 1 Hydrogen-bond geometry (Å , ). Comment N4-(3-bromophenyl)quinazoline derivatives are of great importance owing to their wide biological properties (Fry et al. 1994) . The title compound is one of the key intermediates in our synthetic investigations of antitumor drugs. We report here its crystal structure. As shown in Fig. 1 , the benzene and pyrimidine rings of the title compound (I) are nearly coplanar, with the dihedral angle between them are 1.2° and 3.1°, respectively. A combination of intermolecular π-π packing interaction, N-H···N and N-H···Br hydrogen bonds plays important part in the connection of adjacent molecules.
Experimental
A mixture of N4-(3-bromophenyl)quinazoline-4,6-diamine (3.45 g, 10 mmol), Sodium sulfide nonahydrate (6.00 g, 25 mmol), sodium hydroxide (2.00 g, 50 mmol), ethanol (40 ml) and water (80 ml) was heated for 5.0 h under reflux. The ethanol was removed under vacuum. The solid was filtered, washed with cold water, dried to yield the title compound as a brown solid (2.2 g, 71% yield). Crystals suitable for X-ray analysis were obtained by slow evaporation from a solution of ethyl acetate.
Refinement
H atoms of the amino group were located in a difference map and refined freely. The reminaing H atoms were positioned geometrically (C-H = 0.93-0.97 Å) and refined using a riding model, with U iso (H) = 1.2-1.5U eq (C).
Figures Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at the 30% probability level.
supplementary materials sup-2 and φ scans h = −9→9 Absorption correction: multi-scan [SADABS (Sheldrick, 1996) using a modified Dwiggins (1975) 
